Key indicators: single-crystal X-ray study; T = 290 K; mean (C-C) = 0.004 Å; R factor = 0.038; wR factor = 0.085; data-to-parameter ratio = 7.3. organic compounds o380 Khan et al.
Mo K radiation = 0.08 mm À1 T = 290 K 0.60 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.943, T max = 0.992 5447 measured reflections 1447 independent reflections 1216 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.085 S = 1.07 1447 reflections 198 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.15 e Å À3 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: PLATON (Spek, 2009).
Experimental 3-(naphthalen-1-yl)isocoumarin (1 eq.) was dissolved in 10 volumes of methanol, sodium borohydride (4 eq.) was added to it and stirred at 50° C under nitrogen atmosphere for 4 hrs. Then two more equivalents of NaBH 4 was further added and left overnight at 50° C for completion of the reaction. After TLC analysis, solvent methanol was removed, extracted with ethyl acetate. The ethyl acetate layer was washed with water, dried with anhydrous Na 2 SO 4 , evaporated to yield the title compound, which was further purified by washing with petroleum ether. Single-crystals for the structure analysis were obtained by slow evaporation of the ethanol solution.
Refinement
In the absence of anomalous scatterers, 1191 Friedel pairs were merged and the absolute configuration was arbitrarily set.
All H atoms were located from difference fourier maps Those bonded to C were positioned geometrically and refined using a riding model with C-H bond lengths of 0.93 Å and 0.97 Å for aromatic and for methylene H atoms, respectively, and U iso (H) = 1.2U eq (C). The hydroxyl H atoms were freely refined. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
